! All-atom simulation ‘:
:\ (High resolution model) i

AA-Trajectory
* xmol, *.001,*.pdb, *.dcd

AA-Topology
*.mmol

\/F_

CG mapping: cgtraj

Mapping scheme
cgtraj.inp

CG-Trajectory
* xmol,*.001, *.trr, *.xtc

CG-atomic species
*.CG.mmol

calculation:

Interactions and
bonds specification
rdf.inp

Reference Distribution Functions
/w{:y

Inverse solver parameters

MC sampling parameters
magic.inp

CG-Topology Reference Functions S,
*.mcm * rdf
IMC / IBI: magic :
1

* pot

Effective potentials
* pot, *.xvg

IMC/IB log file Log file analysis (opt.)
magic.out, *.p001 MagicTools
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I__(Low resolution model) B



